In the title molecule, C 12 H 11 N 5 O, the seven-membered ring derived from triazepine adopts a boat conformation. Intermolecular C-HÁ Á ÁN hydrogen bonds and C-HÁ Á Á-ring interactions form columns of molecules parallel to the a axis, which are further associated into the three-dimensional crystal structure by additional C-HÁ Á ÁO hydrogen bonds.
Structure description
Fused triazepines with a bridged nitrogen atom in heterocyclic systems exhibit interesting biological properties (Groszkowski & Wrona, 1978; Lenman et al., 1997) . Triazepine derivatives have also been reported to possess antifungal activity (Gupta et al., 2011) . As a continuation of our previous studies on the synthesis and reactivity of fused triazepines (Essassi et al., 1977; Zemama et al., 2009; Harmaoui et al., 2015) , we report the synthesis and crystal structure of the title compound ( Fig. 1) . A puckering analysis of the sevenmembered ring yielded the parameters q 2 = 0.847 (1) Å , ' 2 = 228.47 (8) , q 3 = 0.235 (1) Å , and ' 3 = 79.7 (3) . These metrics indicate that the ring adopts a boat conformation.
The molecules are stacked parallel to the a axis through the action of intermolecular C7-H7Á Á ÁN4 i hydrogen bonds [symmetry code: (i) 1 À x, 1 À y, 1 À z; Table 1 ] and C12-H12BÁ Á Á(Cg ii ) interactions [symmetry code: (ii) 2 À x, 1 À y, 1 À z; Cg is the centroid of the C1/C4/N1/N4/N5 ring], characterized by H12BÁ Á ÁCg ii = 3.217 Å and C12-H12BÁ Á ÁCg ii = 138 . Finally, intermolecular C4-H4Á Á ÁO1 iii hydrogen bonds [symmetry code: (iii) 1 À x, 1 2 + y, 1 2 À z; Table 1 ] tie the columns together to form the full three-dimensional structure (Fig. 2 ).
data reports

Synthesis and crystallization
To a solution of 6-methyl-7H- [1,2,4]triazolo[4,3-b] [1,2,4]triazepin-8(9H)-one (0.3 g, 1.82 mmol) in N,N-dimethylformamide (10 ml), was added potassium carbonate (0.25 g, 1.82 mmol), propargyl bromide (0.14 ml, 1.82 mmol) and a catalytic amount of tetra-n-butylammonium bromide. The reaction mixture was stirred for 12 h. The solution was then taken to dryness under reduced pressure and the residue was extracted with dichloromethane. The precipitate formed under cooling was filtered off and recrystallized from ethanol solutionto give colourless crystals in 30% yield.
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 2 . The propynyl substituent attached to N3 is disordered over two sites, modelled with C12/C13/C14 [occupancy: 0.610 (15)] and C12A/C13A/C14A [occupancy:0.390 (15) ]. The components of the disorder were refined with restraints on both the geometry and displacement parameters. Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx þ 1; y þ 1 2 ; Àz þ 1 2 .
Figure 2
Packing viewed along the a axis with C-HÁ Á ÁO hydrogen bonds shown as dotted lines. 
Figure 1
The title molecule with 30% probability ellipsoids for non-H atoms. Only one orientation of the disordered propynyl group C12/C13/C14 is shown. Special details Experimental. The diffraction data were obtained from 3 sets of 400 frames, each of width 0.5° in ω, colllected at φ = 0.00, 90.00 and 180.00° and 2 sets of 800 frames, each of width 0.45° in φ, collected at ω = -30.00 and 210.00°. The scan time was 7 sec/frame. Refinement. H-atoms attached to carbon were placed in calculated positions (C-H = 0.95 -0.99 Å). All were included as riding contributions with isotropic displacement parameters 1.2 -1.5 times those of the attached atoms. The propynyl substituent attached to N3 is disordered over two sites in a 61/39 ratio. The components of the disorder were refined with restraints that their geometries be comparable.
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